Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.033; wR factor = 0.084; data-to-parameter ratio = 15.1.
In the title compound, C 16 H 11 NO 4 S, the nine-membered fused ring is nearly planar, with maximum deviations from the mean plane of À0.022 (1) Å for the N atom and 0.011 (1) Å for the S atom, and makes a dihedral angle of 53.56 (7) with the phenyl ring. The crystal structure is stabilized by O-HÁ Á ÁO and C-HÁ Á ÁO hydrogen-bonding interactions.
Related literature
For the pharmacological effects of 2-benzoxazolinone/ benzothiazolinone derivatives, see : Ü nlü et al. (2003) ; Petrov et al. (1994) . For the quantum-chemical calculations, see: Pople & Beveridge (1970) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Ünlü et al., 2003) . It was studied analgesic and anti-inflammatory activity of the title compound which was synthesized by (Petrov et al., 1994) previously. Based on this study, the title compound, (I), showed close anlgesic activity that of aspirin at 100 mg/kg dose, but in terms of anti-inflammatory activity, inactive (Ünlü et al., 2003) . In this study, the structure of the title compound (I) has been determined by single-crystal X-ray diffraction.
In (I) (Fig. 1) , the nine-membered ring S1/N1/C8-C14 is nearly planar with maximum deviations of -0.022 (1) Å for N1 and 0.011 (1) Å for S1 from the mean plane. The dihedral angle between the nine-membered ring and the phenyl ring C1-C6 is 53.56 (7)° [the calculated value is 74.47°, using the CNDO (Pople et al., 1970) In the crystal structure of (I), there exist intermolecular O-H···O and C-H···O hydrogen bonding interactions (Table   1 , Fig. 2 ).
The quantum-chemical calculation of (I) was carried out by using the CNDO aproximation. The HOMO and LUMO energy levels of (I) 
Methyl (6-benzoyl-2-oxo-1,3-benzothiazol-3-yl)acetate (2 mmol) and sodium hydroxide (2 mmol) in 30 ml e thanol/water (25:5) was refluxed for 4 h. After cooling to room temperature, the mixture was acidified with 1 N HCl (30 ml) to give a solid precipitate.The product was collected by suction filtration, washed with water, dried, and crystallized from ethanol/water to yield % 73 [m.p.: 524 K].
Refinement
H atoms were placed geometrically, with O-H = 0.82 Å, C-H = 0.93-0.97 Å, and treated using a riding model, with
sup-2
Figures Fig. 1 . An ORTEP view of the title molecule with the atom numbering scheme. Displacement ellipsoids for non-H atoms are drawn at the 30% probability level. 
